Coupled with 3D-QSAR and HQSAR models, 10 kinds of groups with less electronegativity than Cl atom and hydrophobic were introduced to modify the target molecular (PCB-207) at Cl4 and Cl5 Cl-substitutions. 63 mono-substituted and bis-substituted substitution schemes were established by combining substitution sites and substituent groups, and the 63 substitution schemes were showed in the following Tables.
A total of 32 low biological enrichment new designed PCB-207 molecules with a Kow value reduced by more than 10% were selected from 63 new designed PCB-207 molecules mentioned above and evaluated for toxicity, persistence and long-range mobility to further screen out the optimal modified compounds. According to the 3D-QSAR constructed by Li, Xu and Chen to predict the toxicity parameter pEC50, persistence parameter t1/2 and long-distance mobility parameter KOA of new designed molecules, respectively, the predicting results were shown in Table 2 . 
